LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103775.D

Aca On : 20 Mar 2018 00:05

Operator : JU/SJ

Sample : J1971-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF031518.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.340 35 43 48 rVB 158446 212817 4 .95% 0.543%
2 5.228 530 534 544 rVB 162541 227243 5.29% 0.579%
3 5.604 592 598 601 rBY 3788095 4212110 97.98% 10.740%
4 5.922 648 652 658 rBV 72172 68662 1.60% 0.175%
5 6.598 760 767 770 rBV 3445731 4298886 100.00% 10.961%
6 6.745 787 792 795 rBVY 4002842 4210452 97.94% 10.736%
7 6.975 827 831 834 rBV 961142 861963 20.05% 2.198%
8 7.128 853 857 861 rBVY 3184705 3160927 73.53% 8.060%
9 7.539 921 927 930 rBV 2440167 2712862 63.11% 6.917%
10 8.251 1044 1048 1052 rBV 1243907 1129277 26.27% 2.879%

11 9.327 1226 1231 1234 rBV 3994625 3799188 88.38% 9.687%
12 9.716 1293 1297 1300 rBV 428550 322023 7.49% 0.821%

13 9.927 1329 1333 1336 rVB 86628 66483 1.55% 0.170%
14 10.010 1343 1347 1351 rBV 1178250 1126572 26.21% 2.872%
15 10.427 1415 1418 1421 rVB 121157 88105 2.05% 0.225%
16 10.645 1450 1455 1458 rBV 35530 44173 1.03% 0.113%
17 10.804 1478 1482 1486 rBV 2301454 2319470 53.96% 5.914%
18 10.904 1496 1499 1504 rBV 89259 95630 2.22% 0.244%

19 11.504 1597 1601 1603 rBV 1123685 966126 22.47% 2.463%
20 11.527 1603 1605 1609 rVvVv 486154 375640 8.74% 0.958%

21 11.580 1609 1614 1617 rVB 61157 56176 1.31% 0.143%
22 11.733 1633 1640 1642 rBV2 69610 69139 1.61% 0.176%
23 12.010 1681 1687 1690 rBV2 89925 110298 2.57% 0.281%
24 12.121 1702 1706 1708 rBV2 63679 60870 1.42% 0.155%
25 12.327 1739 1741 1746 rVB2 58151 50361 1.17% 0.128%

26 12.721 1804 1808 1812 rBV 631428 526087 12.24% 1.341%
27 12.951 1841 1847 1853 rVB 460615 501030 11.65% 1.277%
28 13.092 1863 1871 1875 rBV 2994620 3076170 71.56% 7.843%
29 13.280 1900 1903 1906 rVB3 63732 54805 1.27% 0.140%
30 13.904 2004 2009 2011 rBV3 47448 58730 1.37% 0.150%

31 13.974 2016 2021 2030 rVB4 520214 551106 12.82% 1.405%
32 14.157 2047 2052 2055 rBV2 1009947 1114532 25.93% 2.842%
33 14.180 2055 2056 2064 rVB 237942 170362 3.96% 0.434%
34 14.615 2127 2130 2137 rBV3 57120 80547 1.87% 0.205%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\

Data File : BF103775.D

Aca On - 20 Mar 2018 00:05

Operator : JU/SJ

3?22'6 i J1971-06 ES-6-SA-3-EW@4.5
ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.921 2178 2182 2192 rBV 784743 843239 19.62% 2.150%

36 15.233 2231 2235 2239 rBV 161122 259565 6.04% 0.662%
37 15.562 2287 2291 2297 rVB 85697 129112 3.00% 0.329%
38 15.627 2298 2302 2308 rVB 108798 144589 3.36% 0.369%
39 15.698 2308 2314 2317 rBV 543467 751919 17.49% 1.917%
40 16.215 2398 2402 2412 rVB6 66091 130447 3.03% 0.333%

41 17.256 2575 2579 2588 rVB3 45897 90071 2.10% 0.230%
42 17.345 2591 2594 2603 rVB8 41866 92112 2.14% 0.235%
Sum of corrected areas: 39219876
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\

Data File : BF103775.D

Aca On - 20 Mar 2018 00:05

Operator : JU/SJ

ﬁ?ggle i J1971-06 ES-6-SA-3-EW@4.5
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

AoR858855

TIC: BF103775.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\

Data File : BF103775.D

Aca On - 20 Mar 2018 00:05

Operator : JU/SJ

ﬁ?ggle i J1971-06 ES-6-SA-3-EW@4.5
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

2.34 4.94 ng 212817 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 10
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance Scan 43 (2.340 min): BF103775.D (-35) (-) m/z 73.10 100.00%

n
5000
43
55 87

67 220 240 260
Ol e 8 L m/z 43.05  33.45%

m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 P e e
220 240 260

483 5 87 m/z 55.00 25.47%

29
L35 1] 67 ||, 80
O B o B e L B o o o BSRA m
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
73

220 2.40 260

5000 m/z 87.10 24 _36%
45
29
39 Y/ 101

o) S Y S Y SOOSENE-1 VP FEMS S . ———
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8363: 3-Hexanol, 2-methyl- T

5 73 2 20 2. 40 2. 60

m/z 71.10 11.66%

5000
43

1
37,1, 67|, 83 97 115 “
o N YO ./ | IS - ANS - AN—  - S 8 WY | G

m/z--> 20 30 40 50 60 70 80 90 100 110 120 2 20 2. 40 2.60

8270-BF031518.M Tue Mar 20 14:43:51 2018 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\

Data File : BF103775.D

Aca On - 20 Mar 2018 00:05

Operator : JU/SJ

ﬁ?ggle i J1971-06 ES-6-SA-3-EW@4.5
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

5.23 5.27 ng 227243 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 534 (5.228 min): BF103775.D (-530) (-) m/z 43.00 100.00%
43
59
5000
T 5 o 520 5u0 50
83 : : : : :
0....,....','...-!-|,....,-....-,....,....,....,....,....,2.0.7.. m/z 59.00 60.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR S I
59 4.80 5.00 520 5.40 5.60
m/z 101.00 22 .40%
15 4 101
‘ H\‘ L1 Tl 83 L
L L L L S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540 560
5000 m/z 58.00 16.74%
a1 B 101
15 71 83
N L L U S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T e
59 4.80 5.00 520 5.40 5.60
m/z 41.00 9.15%
5000 41
o Iyl |7 126 14
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\

Data File : BF103775.D

Aca On - 20 Mar 2018 00:05

Operator : JU/SJ

ﬁ?ggle i J1971-06 ES-6-SA-3-EW@4.5
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.75 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.75 97.69 ng 4210450 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 793 (6.751 min): BF103775.D (-787) (-) m/z 132.00 100.00%
5000
68
6 rTTrTTTTTTTT T T T T T T
40 54 75 104 6.40 6.60 6.80 7.00
o..,....,....,...:,'-..‘.‘7.,....??.I.'....,..?‘.7,..!.,.-:..,.1.1.5.,....,"...,.. m/z 134.00 33.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 DA S SR
6.40 6.60 6.80 7.00
3 78 m/z 68.10 32.10%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 20.24%
41 97
53 117
79
ol 34 60 89 | 105 124
wmwmwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole B e

132 6.40 6.60 6.80 7.00
m/z 96.00 13.27%

5000
104

51 66 77
14 27 37 44> 58 | ' 8997 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\

Data File : BF103775.D

Aca On - 20 Mar 2018 00:05

Operator : JU/SJ

ﬁ?ggle i J1971-06 ES-6-SA-3-EW@4.5
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Anthracene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.01 2.28 ng 110298 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 50
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 46
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 41
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 41
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 41

Abundance Scan 1687 (12.010 min): BF103775.D (-1681) (-) m/z 192.10 100.00%

73 192

5000

11.60 11.80 12.00 12.20 12.40

0 m/z 73.00 85.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54734: Anthracene, 2-methyl-
192
5000
11.60 11.80 12.00 12.20 12.40
m/z 191.10 73.99%
g3 % 165 ‘
N S N N . = B |
m/z--> 2|0 4|0 6|0 8|0 160 12|0 14|10 1é0 1£|30 2(I)O 22|0
Abundance
192
11.60 11.80 12.00 12.20 12.40
5000 m/z 43.00 68.27%

96 165
28 39 51 63 83 115126 139 152 176

|
m/z--> 20 40 60 80 100 120 140 160

T
180 200 220

Abundance #54750: Phenanthrene, 2-methyl- B aa R S
192 11.60 11.80 12.00 12.20 12.40
m/z 60.00 68.27%
5000
94 165
27 39 51 63 8 "' 115126139152 | 176 ||
I B e e L I e B o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\

Data File : BF103775.D

Aca On - 20 Mar 2018 00:05

Operator : JU/SJ

ﬁ?ggle i J1971-06 ES-6-SA-3-EW@4.5
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 9.89 ng 551106 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 1- Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol- 284 C19H400 001454-84-8 95
4 2- Chloroproplonlc acid. octadec... 360 C21H41CIl02 088104-31-8 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 2020 (13.968 min): BF103775.D (-2016) (-) m/z 57.05 100.00%
4 ‘Al_‘&'
5000
139 13.60 13.80 14.00 14.20
154
o 182 202 m/z 83.05 97.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 AU A AR
13.60 13.80 14.00 14.20
29 m/z 55.05 84 .46%
0 ‘ I 126 153168 196 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
13.60 13.80 14.00 14.20
5000 111 m/z 69.00 82.79%
29
o 139154 180 210 238 266 204
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1 S T S
56 13.60 13.80 14.00 14.20
m/z 43.10 82.27%
5000 ‘Ahﬁ“x**g_up~A\_ﬂ~%~/\Aﬂ~—“
ol il 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\

Data File : BF103775.D

Aca On - 20 Mar 2018 00:05

Operator : JU/SJ

ﬁ?ggle i J1971-06 ES-6-SA-3-EW@4.5
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.92 15.13 ng 843239 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 90
3 Tetradecanamide 227 C14H29NO 000638-58-4 47
4 Dodecanamide 199 C12H25N0 001120-16-7 43
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 38
Abundance Scan 2182 (14.921 min): BF103775.D (-2178) (-) m/z 59.00 100.00%
o
5000
140 14.60 14.80 15.00 15.20
o 170 198 222240 277294 320337 77 75 00 2290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41
14.60 14.80 15.00 15.20
m/z 55.05 48.52%
BT N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
14.60 14.80 15.00 15.20
5000 a1 m/z 41.00 29.43%
337
oL15 100 126 154 184 206 234 254 276294 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83610: Tetradecanamide I e o
59 14.60 14.80 15.00 15.20
m/z 43.05 28.54%
5000
4 128 184 227
0 18 H \\79‘ ‘\ il 149166 210 t
m/z--> 2'0 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\

Data File : BF103775.D

Aca On - 20 Mar 2018 00:05

Operator : JU/SJ

ﬁ?ggle i J1971-06 ES-6-SA-3-EW@4.5
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.56 3.43 ng 129112 Perylene-d12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzolklfluoranthene 252 C20H12 000207-08-9 95
3 Pervlene 252 C20H12 000198-55-0 94
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 2291 (15.562 min): BF103775.D (-2287) (-) m/z 252.10 100.00%
242
5000
125 15.20 15.40 15.60 15.80
226 : : : :
ol 44 79 100 152167 198 267 300 m/z 250.05 30.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104217: Benzo[e]pyrene
252
5000
15.20 15.40 15.60 15.80
m/z 253.05 20.84%
o 39 63 83 99 M 146 174 200 224 ﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
252
15.20 15.40 15.60 15.80
5000 m/z 125.00 15.32%
126
0 g7 111 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104214:Perylene L L L L N L B
252 15.20 15.40 15.60 15.80
m/z 251.10 11.36%
5000
125
|17 39 62 83 99 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\

Data File : BF103775.D

Aca On - 20 Mar 2018 00:05

Operator : JU/SJ

ﬁ?ggle i J1971-06 ES-6-SA-3-EW@4.5
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 1-Nonadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.22 3.47 ng 130447 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 90
3 17-Pentatriacontene 491 C35H70 006971-40-0 86
4 Triacontvl acetate 480 C32H6402 041755-58-2 83
5 Behenic alcohol 326 C22H460 000661-19-8 81
Abundance Scan 2403 (16.221 min): BF103775.D (-2398) (-) m/z 57.05 100.00%
57 97
5000
1 l 152 199 237 g7 "' 16.00 16.20 16.40 16.60
(. 'J"““-"""”~.'.,.'...,....,....,....,...., m/z 97.05 93.34Y%
miz--> 0 50 150 200 250 300 350 400 450
Abundance #115904: 1-Nonadecene
57 83
5000 111 LA B L L L L L LB
29 16. oo 16 20 16. 40 16. 60
266 m/z 83.10 92.99%
0 ..“.‘l‘.“u‘. ‘ “ \M “6‘7.“1.9‘6..?3.8|.‘...|....|....|....|....|
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
69 R U SRR BN B
97 16.00 16.20 16.40 16.60
5000 m/z 43.00 84 .80%
123
O A A g
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #234187: 17-Pentatriacontene N B B !
43 16.00 16.20 16.40 16.60
m/z 55.00 81.43%
5000 83
yJ 111
0 | 139167196224 267292 321 462 490
miz--> 0 55 160 1%0 260 250 300 350 460 4%0 ' 1600 1620 1640 1660
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\

Data File : BF103775.D

Aca On - 20 Mar 2018 00:05

Operator : JU/SJ

ﬁ?ggle i J1971-06 ES-6-SA-3-EW@4.5
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Indeno[l1,2,3-cd]pyrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.26 2.40 ng 90071 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indenoll.2.3-cdlpvrene 276 C22H12 000193-39-5 95
2 Benzolahilpervlene 276 C22H12 000191-24-2 93
3 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 93
4 Indenol1.2.3-cd1fluoranthene 276 C22H12 000193-43-1 81
5 1-Naphthalenecarboxylic acid, 2-... 276 C18H1203 038119-11-8 46

Abundance Scan 2580 (17.262 min): BF103775.D (-2575) (-) m/z 276.10 100.00%

216

5000

17.00 17.20 17.40 17.60
m/z 138.00 28.96%

0 161 192208223 248

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124618: Indeno[1,2,3-cd]pyrene

5000
17.00 17.20 17.40 17.60

m/z 277.10 24 .20%

158174 198 224 248

55 74 92 112

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
276
17.00 17.20 17.40 17.60
5000 m/z 274.10 23.71%
138
oL28 50 74 91 111 158174 198 222 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124622: Dibenzo[def,mno]chrysene
17.00 17.20 17.40 17.60
m/z 278.10 18.87%
5000
| 45 63 90 113 170 201 222 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103775.D

Aca On : 20 Mar 2018 00:05

Operator : JU/SJ

Sample : J1971-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 unknownl7.34 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.34 2.45 ng 92112 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methoxv-4-I(4-pentvlp... 278 C20H220 039969-28-3 27
2 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7 000541-01-5 16
N-(Adamantan-1-vI)-8-auinolinamine 278 C19H22N2 1000287-56-9 16
4 2-Methvl-thienol2".3":3.41benzol... 221 C10H7NOS2 294668-48-7 14
5 1-[(4-Hydroxyphenyl)thioxomethyl... 221 C12H15NOS 058563-55-6 14
Abundance Scan 2593 (17.339 min): BF103775.D (-2591) (-) m/z 73.00 100.00%
207
5000 147 -
43 108 253281 T
81 | 69 a4z 17.00 17.20 17.40 17.60
0 B A m/z 57.10 84 .84Y%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126183: Benzene, 1-methoxy-4-[(4-pentylphenyl)ethynyl]-
221
5000 DA UL B SRR
29 178 278 ﬂ%ﬂ%ﬂ@ﬂm
- m/z 207.00 68.71%
I T
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
221
73 17.00 17.20 17.40 17.60
5000 147 m/z 221.10 60.88%
281 341
251
o 45 117 191 311/ | 371397 429 517
m/z--> 6 55 160 1%0 260 250 360 3%0 460 4éo 560
Abundance #126160: N-(Adamantan-1-yl)-8-quinolinamine
2 17.00 17.20 17.40 17.60
m/z 147 .00 37.58%
135
5000 41 29 278
10 182
01 49 R e REREEmEmm
miz--> 0 50 100 150 200 250 300 350 400 450 500 17.00 17.20 17.40 17.60
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Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\

Data File : BF103775.D

Acg On : 20 Mar 2018 00:05

Operator : JU/SJ

3?22'6 i J1971-06 ES-6-SA-3-EW@4.5
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.34 4.9 ng 212817 1 6.97 861963 20.0
2-Pentanone, 4-hy... 5.23 5.3 ng 227243 1 6.97 861963 20.0
unknown6.75 6.75 97.7 ng 4210450 1 6.97 861963 20.0
Anthracene, 2-met... 12.01 2.3 ng 110298 4 11.50 966126 20.0
5-Eicosene, (E)- 13.97 9.9 ng 551106 5 14.16 1114530 20.0
9-Octadecenamide, ... 14.92 15.1 ng 843239 5 14.16 1114530 20.0
Benzo[e]pyrene 15.56 3.4 ng 129112 6 15.70 751919 20.0
1-Nonadecene 16.22 3.5 ng 130447 6 15.70 751919 20.0
Indeno[1,2,3-cd]p... 17.26 2.4 ng 90071 6 15.70 751919 20.0
unknownl7 .34 17.34 2.5 ng 92112 6 15.70 751919 20.0
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